Refinement R[F 2 > 2(F 2 )] = 0.036 wR(F 2 ) = 0.082 S = 1.00 1647 reflections 119 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.26 e Å À3 Á min = À0.22 e Å À3 Table 1 Hydrogen-bond geometry (Å , ) . Data collection: CrystalClear (Rigaku, 2008); cell refinement: CrystalClear; data reduction: CrystalClear ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq N1 0.4467 (3) 0.24707 (7) 0.45448 (7) 0.0165 (2) Symmetry code:(i)1+x, y, z; Cg 1 , Cg 2 are the centroids of the five-and seven-membered rings, respectively. α is the dihedral angle between ring planes and Cg i _perp is the perpendicular distance of Cg i on ring j, Cg j _perp is the perpendicular distance of Cg j on ring i. supplementary materials sup-6 
